Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.054; wR factor = 0.137; data-to-parameter ratio = 15.2.
Related literature
For details of the biological and the pharmaceutical properties of chalcones, see: Chen et al. (1999) ; Dimmock et al. (1999) ; Go et al. (2005) ; Lin et al. (2002) ; Lunardi et al. (2003) ; Opletalova (2000) . For other related literature, see: Gong & Shen (2007) ; Kumaran et al. (1996) ; Shanmuga Sundara Raj et al. (1997 Raj et al. ( , 1998 . For a description of hydrogen-bond motifs, see: Etter et al. (1990) .
Experimental
Crystal data C 13 H 11 NO M r = 197.23 Monoclinic, C2=c a = 19.848 (4) Å b = 5.6435 (12) Å c = 19.325 (4) Å = 101.535 (4) V = 2120.9 (8) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 293 (2) K 0.34 Â 0.13 Â 0.11 mm
Data collection
Bruker APEX area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.974, T max = 0.991 5274 measured reflections 2069 independent reflections 1164 reflections with I > 2(I) R int = 0.040 Refinement R[F 2 > 2(F 2 )] = 0.054 wR(F 2 ) = 0.137 S = 1.00 2069 reflections 136 parameters H-atom parameters constrained Á max = 0.13 e Å À3 Á min = À0.13 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày; Àz þ 1.
Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1990) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker, 2002) ; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2003) . (Dimmock et al., 1999; Go et al., 2005; Opletalova, 2000) . Some of the substituted chalcones are also reported to possess antileishmanial (Chen et al., 1999) , antitubercular (Lin et al., 2002) , trypanocidal (Lunardi et al., 2003) activities. As a part of our ongoing efforts in the chalcone compounds (Gong & Shen, 2007) , the title compound is reported here for the first time.
Structure Reports Online
In the title compound, C 13 H 11 NO, the bond lengths and angles are usual. The -NH groups are involved as donors to form centrosymmetric dimers with a motif R 2 2 (10) through N-H···O hydrogen bonds (Etter et al., 1990 ) -( Fig. 2 ). There is a pyrrole-H···π-phenyl-ring interaction as indicate the geometric parameters C2-H2···Centroid(phenyl) (1 − x, y, 3/2 − z) where the distance H···centroid and C2···centroid equal to 2.90 and 3.666 (3) Å, respectively, and the angle C2-H2···Centroid(phenyl) equals to 141° (Spek, 2003) .
Experimental 2-Acetylpyrrole (2.18 g, 20.0 mmol) was added to a solution of benzaldehyde (1.06 g, 10.0 mmol) in methanol (65 ml).
Then potassium hydroxide (1.12 g, 20 mmol) and ammonia (25%, 50 ml) were added to the solution and refluxed for 12 h.
The resulting solution was cooled and the solvent was evaporated under vacuum to give an orange precipitate which was separated by filtration, washed with iced ethanol (95%) and water to pH = 7. Recrystallization from dichloromethane gave light yellow prism-like crystals with average size of about 1.50x0.35x0.25 mm. Yield: 0.89 g (45%).
Refinement
All the H atoms could be distinguished in the difference Fourier map. Nevertheless, the H atoms were set into idealized positions and constrained by the riding motion formalism: The C-H and N-H distances were set to 0.93 and 0.86 Å, respectively, while U iso =1.2U eq of the pertinent carrier atom. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
